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Group Analog R1 R2 R3 R4 TEF [Calibrant
c1 H H 0s0,” | CoCONHSO0, | 0.01] €1
 toxins c2 H 080;° H | coconHso, | 01 2
c3 OH H 0S0; | COCONHSO;™ | 0.02
ca OH 050;° H | coconHso, | 0.1
dcGTX2 H H 050, CH,OH 02| atxz
dcGTX3 H 050, H CH,OH 04| atx3
GTX1 oH H 0505 | COCONH, 10| GTx1
xe GTX2 H H 0505 | COCONH, 04| amx2
GTX3 H 0505 H COCONH, 06| GTx3
GTX4 OoH 0505 H COCONH, 07| aTxa
GTX5 H H H | coconHso, | 0.1
GTX6 OH H H | coconHso, | 0.1
doSTX H H H CH,OH 1.0[ deSTX
e STX H H H COCONH, 1.0 deSTX
NEO OH H H COCONH, 1.0[ NEO
doNEO OH H H CH,OH 04] NEO
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[HPLC conditions] (Nexera™ )

Column . Hydrophilic Interaction (HILIC) Column/Amide *

(100 mm X 2.1 mm, 1.7 um)

: A) 0.015% formic acid+0.015% Ammonium water
B) 0.01% formic acid in Acetonitrile: water=7:3

Mobile phases

Column temp. 1 60°C

Injection volume  : 2L

Time program * | Time (min) | Flow rate (mL/min) | A.Conc (%) | B.Conc (%)
5.00 0.4 2 98
8.50 0.4 50 50
10.00 0.6 50 50
10.10 0.6 2 98
15.00 0.6 2 98

[MS conditions] (LCMS™-8060NX)

lonization . ESI Positive & Negative
Interface voltage  : +1kV&-1kV
lon Focus voltage @ +2kV &-2 kV

Nebulizing gas flow : 3 L/min

Heatinggasflow  : 15L/min
Drying gas flow : 3L/min
IF/DL/HB temp. 1 300/250/400 °C

CID gas pressure : 270 kPa

ESI probe position  : +4 mm * BETIREBR
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Collision Collision
Analog Ret. Time Polarity MRM Energy MRM Energy
(min) Transition 1 Transition 2
V) (V)
STX 8.94 + 300.1>204.1 -20 300.1>138.0 -20
NEO 8.95 + 316.1>126.1 -24 316.1>220.1 -22
deSTX 8.94 + 257.1>126.1 -22 257.1>220.1 -35
dcNEO 9.06 + 273.1>126.1 -20 273.1>225.1 -20
dcGTX2 7.08 - 351.1>164.0 20 351.1>333.1 20
dcGTX3 7.66 + 353.1>255.1 -20
GTX1 7.11 410.1>367.1 18 410.1>349.1 20
GTX2 6.80 394.1>351.1 19 394.1>333.1 22
GTX3 7.65 + 396.1>298.1 -18
GTX4 7.76 + 412.1>314.1 -18
Cl 3.68 474.1>122.0 33 474.1>351.1 25
Cc2 4.33 + 396.1>298.1 -23
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C1 x10

m/z474.10>122.00(-)

C2 x10

m/z 396.10>298.10(+)

GTX2 xo0.1
m/z394.10>351.10(-)

deGTX2
m/z 351.10>164.00(-)

GTX1
m/z 410.10>367.10(—)ﬂ

GTX3

m/z396.10>298.10(+)

m/z412.10>314.10(+)

dcGTX3 m/z 353.10>255.10(+)

m/z300.10>138.00+) STX

m/z 316.10>220.10(+)

dcNEO
m/z273.10>126.10(+)

3.0 4.0 5.0 6.0 70 8.0 9.0 min
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1) Boundy M. et al,, J. Chromatography A, 1387, 1-12 (2015).
2) A.D. Turner et al,, /. AOAC Int, 98, 3, 609-621 (2015).

3) A.D.Turner et al, . AOACInt, 103, 2, 533-562 (2020).
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